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Ligand- and receplor-based analysis
Ligand Ligand Receplor g vsi
superposition analysis 3D-QSAR analysis structural analysis pacer arm analysis
. = 0
HJN \\-’_.f'_{‘_\ " .
[ ).ow & OH
R = y
& ‘§LN
Lo I o
\./‘.\_.-J'I\GH
1 )
o e
~ PO
> MO COOH
Computational chemistry evaluation * Novel hapten design and synthesis
# Lowest-energy conformation calculation * » Haplen design
* 3D superposition analysis = Chemical synthesis
= Atomic charge analysis ® Structure confirmation

* Molecular ESP analysis

v

Recognition mechanism * Immunovalidation * Application validation
» Antibody sequencing « Animal immunization » Anfibody tolerance evaluation
* Crystallization & Antisera characlerization & Immunoassay development
& Structure determination ¢ Antibody production * Sample pre-treatment
* MD simulations ® Antibody characterization * Sample evaluation
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